Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.009 Å; disorder in main residue; R factor = 0.081; wR factor = 0.247; data-to-parameter ratio = 19.5. organic compounds o256 Akkurt et al.
The asymmetric unit of the title compound, C 23 H 27 Cl 2 N 3 O, contains two crystallographically independent molecules in which the dihedral angles between the benzene rings are 70.1 (3) and 63.8 (3) . In each molecule an intramolecular N-HÁ Á ÁO hydrogen bond generates an S(7) ring. The atoms of the propyl grouping of one molecule are disordered over two orientations with occupancies of 0.666 (6) and 0.334 (6). The crystal structure is stabilized by N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen-bonding interactions. Refinement R[F 2 > 2(F 2 )] = 0.081 wR(F 2 ) = 0.247 S = 1.01 9577 reflections 492 parameters 7 restraints H-atom parameters constrained Á max = 0.44 e Å À3 Á min = À0.48 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; Ày þ 3 2 ; z þ 1 2 ; (ii) Àx þ 1; Ày þ 1; Àz þ 1.
Related literature
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999). Diclofenac, phenyl]acetic acid, has long been widely used for its antipyretic, analgesic, and antiinflammatory activities (Moser et al., 1990; Sallmann, 1986) . Besides, diclofenac and its derivatives displayed various biological properties like anticancer (Gobec et al., 2005) , antimycobacterial (Sriram et al., 2006 ), antiviral (Wittine et al., 2009 ) and insulin-sensitizing activity (Zhang et al., 2009 ).
In the title compound (I), the asymmetric unit contains two crystallographically independent molecules. Fig. 1 shows the non-disorder molecule. In the molecules A and B, bond lengthsdistances are within the expected range (Allen et al., 1987) and the dihedral angles between the benzene rings are 70.1 (3)° and 63.8 (3)°, respectively. Molecules A and B have a distorted chair conformation with the puckering parameters [Cremer & Pople (1975) ]; Q T = 0.536 (7) Å, θ = 169.8 (7)°, φ = 350 (5)° and Q T = 0.363 (10) Å, θ = 23.4 (14)°, φ = 232 (4)°, respectively. The crystal structure is stabilized by N-H···O, C-H···O and C-H···N hydrogen bonding interactions (Table 1 and Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) Cl3 0.55339 (12) 0.47497 (7) 0.21299 (7) 0.0961 (5) Cl4 0.35062 (13) 0.76589 (7) 0.24245 (6) 0.0961 (5) 118.9 (6) C2-C1-C6 116.6 (5) C27-C28-C29 120.5 (5) Cl1-C2-C3 119.2 (5) Cl3-C29-C28
118.1 (4) C1-C2-C3 120.7 (6) C24-C29-C28 122.1 (4) Cl1-C2-C1 120.1 (4) Cl3-C29-C24 119.8 (4) C2-C3-C4 120.1 (8) N4-C30-C35 117.2 (4) C3-C4-C5 121.9 (9) N4-C30-C31 122.1 (4) C4-C5-C6 117.9 (8) C31-C30-C35 120.7 (4) Cl2-C6-C5 118.9 (6) C30-C31-C32 118.8 (5) C1-C6-C5 122.6 (6) C31-C32-C33 120.8 (7) Cl2-C6-C1 118.5 (4) C32-C33-C34 119.9 (7) N1-C7-C12 119.3 (4) C33-C34-C35 121.0 (6) C8-C7-C12 119.1 (4) C30-C35-C36 122.5 (4) N1-C7-C8 121.5 (4) C30-C35-C34 118.8 (5) C7-C8-C9 121.1 (4) C34-C35-C36 118.7 (5) C8-C9-C10 121.0 (6) C35-C36-C37 111.8 (3) C9-C10-C11 118.7 (6) O2-C37-N5 123.3 (4) C10-C11-C12 122.2 (5) N5-C37-C36 115.7 (3) C7-C12-C13 121.4 (4) O2-C37-C36 121.0 (4) C11-C12-C13 120.7 (4) N6-C38-C39 127.1 (6) C7-C12-C11 117.9 (4) N6-C38-C43 117.1 (5) C12-C13-C14 109.6 (3) C39-C38-C43 115.8 (7) N2-C14-C13 116.2 (3) C38-C39-C40 118.0 (6) O1-C14-N2 123.1 (3) C39-C40-C41 122.5 (7) O1-C14-C13 120.7 (4) C42-C41-C44A 114.2 (7) N3-C15-C20 128.2 (4) C42-C41-C44B 132.8 (10) C16-C15-C20 115.6 (5) C40-C41-C42 109.1 (8) N3-C15-C16 116.2 (5) C40-C41-C44A 120.1 (8) C15-C16-C17 112.5 (5) C40-C41-C44B 114.9 (9) C16-C17-C18 111.7 (6) C41-C42-C43 116.1 (7) C17-C18-C19 107.3 (5) C38-C43-C42 116.4 (6) C17-C18-C21 113.7 (7) C41-C44A-C45A 122.8 (10) C19-C18-C21 112.9 (6) C41-C44B-C45B 116 (2) C18-C19-C20 113.7 (5) C44A-C45A-C46A 101.6 (11) C15-C20-C19 111.7 (5) C44B-C45B-C46B 121 (2) C18-C21-C22 116.5 (9) C25-C26-H26 120.00 C21-C22-C23 112.1 (10)
Hydrogen-bond geometry (Å, °) 
